FILE 'HCAPLUS' ENTERED AT 09:00:59 ON 09 JUN 2009 
LI 204990 S CONJUGATE OR PENDANT OR ATTACHMENT OR LINKER 

L2 151514 S GLYCOSYLAT? OR POLYSACCHARIDE OR OLIGOSACCHARIDE 

L3 2275 S REDUCING END 

L4 68 S LI AND L2 AND L3 

L5 43 S L4 AND (PY<2003 OR AY<2003 OR PRY<2003) 

FILE ' STNGUIDE ' ENTERED AT 09:02:13 ON 09 JUN 2009 

FILE 'HCAPLUS' ENTERED AT 09:08:56 ON 09 JUN 2009 
L6 23093 S MALEIMIDE OR (VINYL SULFONE) OR IODOACETAMI DE OR (ORTHOPYRIDY 

L7 0 S L5 AND L6 



FILE 'STNGUIDE' ENTERED AT 09:09:00 ON 09 JUN 2009 



FILE 'HCAPLUS' ENTERED AT 09:12:16 ON 09 JUN 2009 
L8 1 S L2 AND L3 AND L6 



=> file registry 
COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
0.22 



TOTAL 
SESSION 
0.22 



FULL ESTIMATED COST 



FILE 'REGISTRY' ENTERED AT 16:19:57 ON 08 JUN 2009 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2009 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 7 JUN 2009 HIGHEST RN 1153571-52-8 

DICTIONARY FILE UPDATES: 7 JUN 2009 HIGHEST RN 1153571-52-8 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH January 9, 2009. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : / /www. cas . org/ support/stngen/stndoc/properties . html 



Uploading C:\Program Files\STNEXP\Queries\10568111sialic . str 




chain nodes : 

7 8 9 10 11 12 13 14 15 16 17 

ring nodes : 

1 2 3 4 5 6 

chain bonds : 

1-12 1-21 2-13 2-16 3-10 3-17 5-7 
13-14 13-15 22-23 22-24 22-26 23-25 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 
exact/norm bonds : 

1-2 1-6 1-12 2-3 2-13 3-4 4-5 5-6 
exact bonds : 

1-21 2-16 3-10 3-17 5-7 6-19 6-20 



18 19 20 21 22 23 24 25 26 29 

5-8 6-19 6-20 8-9 10-11 10-18 10-29 

5-8 8-9 10-11 10-29 13-14 22-26 
10-18 13-15 22-23 22-24 23-25 



G1:H, [*1] 
Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5:Atora 6:Atom 7:CLASS 8:CLASS 9:CLASS 10:CLASS 
11:CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:CLASS 



21:CLASS 22:CLASS 23:CLASS 24:CLASS 25:CLASS 26:CLASS 29:CLASS 



LI STRUCTURE UPLOADED 

=> s 11 

SAMPLE SEARCH INITIATED 16:20:10 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 795 TO ITERATE 

100.0% PROCESSED 795 ITERATIONS 50 ANSWERS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 0 0.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 
BATCH **COMPLETE** 
PROJECTED ITERATIONS: 14209 TO 17591 

PROJECTED ANSWERS: 2318 TO 3802 

L2 50 SEA SSS SAM LI 

=> d 12 scan 

L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN INDEX NAME NOT YET ASSIGNED 
MF C36 H59 N3 026 

Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):3 

L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN a-Neuraminic acid, N-acetyl-9-deoxy-9- [( 1-oxodecyl ) amino ] -2-0- 

(phenylmethyl ) - 
MF C28 H44 N2 09 
CI COM 



Absolute stereochemistry. Rotation (-) . 




AcNH OH 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN Hexanamide, N- [0- (N-acetyl-a-neuraminosyl ) - ( 2->6 ) -O-p-D- 
galactopyranosyl- ( l->4 ) -0-2- (acetylamino) -2-deoxy-p-D- 
glucopyranosyl- ( l->2 ) -O-a-D-mannopyranosyl- ( l->3 ) -0- [0- 
(N-acetyl-a-neuraminosyl ) - ( 2->6 ) -O-p-D-galactopyranosyl- 
(l->4) -0-2- (acetylamino) -2-deoxy-p-D-glucopyranosyl- 
( l->2 ) -0- [0- (N-acetyl-a-neuraminosyl ) - ( 2->6 ) -0-p-D- 
galactopyranosyl- ( l->4) -2- (acetylamino) -2-deoxy-p-D- 
glucopyranosyl- ( l->6 ) ] -a-D-mannopyranosyl- ( l->6 ) ] -0- 
p-D-mannopyranosyl- ( l-»4 ) -0-2- (acetylamino) -2-deoxy-p-D- 
glucopyranosyl- ( l->4 ) -2- (acetylamino) -2-deoxy-p-D- 
glucopyranosyl ] -6-amino- (9CI) 
MF C115 H190 N10 080 

Absolute stereochemistry. 

PAGE 1-A 



NHAc 

H 




PAGE 1-B 




p 



AcNH OH 




OH 



OH 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN D-Glucose, 0- (N-acetyl-a-neuraminosyl ) - ( 2^6 ) -O-p- 



galactopyranosyl- ( l->4 ) -, 1- (phenylhydrazone ) (9CI) 
MF C29 H45 N3 018 

Absolute stereochemistry. 
Double bond geometry unknown. 




**PR0PERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 
=> log hold 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 1.44 1.66 

SESSION WILL BE HELD FOR 120 MINUTES 
STN INTERNATIONAL SESSION SUSPENDED AT 16:21:29 ON 08 JUN 2009 

Connecting via Winsock to STN 



Welcome to STN International! Enter x:X 

LOGINID:SSPTAEX01623 

PASSWORD: 

****** RECONNECTED TO STN INTERNATIONAL ****** 
SESSION RESUMED IN FILE 'REGISTRY' AT 16:32:53 ON 08 JUN 2009 
FILE 'REGISTRY' ENTERED AT 16:32:53 ON 08 JUN 2009 
COPYRIGHT (C) 2009 American Chemical Society (ACS) 



COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 1.44 1.66 



Uploading C:\Program Files\STNEXP\Queries\10568111sialicnot . str 




chain nodes : 

7 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 28 34 35 
36 37 38 39 40 44 46 49 50 52 53 54 
ring nodes : 

1 2 3 4 5 6 8 29 30 31 32 33 
chain bonds : 

1-11 1-20 2-12 2-15 3-9 3-16 5-7 6-18 6-19 9-10 9-17 9-28 12-13 12-14 
21-22 21-23 21-25 22-24 29-46 34-35 35-36 35-37 35-39 37-38 37-40 44-49 
46-52 50-52 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 8-33 8-29 29-30 30-31 31-32 32-33 
exact/norm bonds : 

1-2 1-6 1-11 2-3 2-12 3-4 4-5 5-6 8-33 8-29 9-10 9-28 12-13 21-25 

29- 30 

30- 31 31-32 32-33 34-35 35-36 37-38 
exact bonds : 

1-20 2-15 3-9 3-16 5-7 6-18 6-19 9-17 12-14 21-22 21-23 22-24 29-46 

35-37 35-39 37-40 44-49 46-52 50-52 



G1:H, [*1] 



G2 :H, CH2 
G3:0,CH2 
G4:H, [*2] 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 



6:Atom 7:CLASS 8:CLASS 9:CLASS 10:CLASS 



11: CLASS 
19:CLASS 
21: CLASS 
31 : Atom 
33 :Atom 
42 :CLASS 
45:CLASS 
56:CLASS 



12:CLASS 
20:CLASS 
22:CLASS 
32 :Atom 
34:CLASS 
44:CLASS 
46:CLASS 



13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
23:CLASS 24:CLASS 25:CLASS 28:CLASS 29:Atom 30:Atom 



35:CLASS 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 
49:CLASS 50:CLASS 52:CLASS 53:CLASS 54:CLASS 55:CLASS 



L3 STRUCTURE UPLOADED 



Uploading C:\Program Files\STNEXP\Queries\10568111sialic2 . str 




chain nodes : 

7 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 28 34 35 
36 37 38 39 40 44 46 49 50 52 
ring nodes : 

1 2 3 4 5 6 8 29 30 31 32 33 
chain bonds : 

1-11 1-20 2-12 2-15 3-9 3-16 5-7 6-18 6-19 9-10 9-17 9-28 12-13 12-14 
21-22 21-23 21-25 22-24 29-46 34-35 35-36 35-37 35-39 37-38 37-40 44-49 
46-52 50-52 



ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 8-33 8-29 
exact/norm bonds : 

1-2 1-6 1-11 2-3 2-12 3-4 4-5 5-6 

29- 30 

30- 31 31-32 32-33 34-35 35-36 37-38 
exact bonds : 

1-20 2-15 3-9 3-16 5-7 6-18 6-19 9- 

35-37 35-39 37-40 46-52 



29-30 30-31 31-32 32-33 
8-33 8-29 9-10 9-28 12-13 21-25 
44-49 50-52 
-17 12-14 21-22 21-23 22-24 29-46 



G1:H, [*1] 



G2:H,CH2 



G3:0,CH2 
G4:H, [*2] 
Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS 8:CLASS 9:CLASS 10:CLASS 
11:CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:CLASS 

21:CLASS 22:CLASS 23:CLASS 24:CLASS 25:CLASS 28:CLASS 29:Atom 30:Atom 
31: Atom 32: Atom 

33:Atom 34:CLASS 35:CLASS 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 
42:CLASS 44:CLASS 

45:CLASS 46:CLASS 49:CLASS 50:CLASS 52:CLASS 



L4 STRUCTURE UPLOADED 

=> s 14 

SAMPLE SEARCH INITIATED 16:33:33 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 6179 TO ITERATE 

32.4% PROCESSED 2000 ITERATIONS 50 ANSWERS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 0 0.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 
BATCH **COMPLETE** 
PROJECTED ITERATIONS: 118867 TO 128293 

PROJECTED ANSWERS: 9592 TO 12404 

L5 50 SEA SSS SAM L4 

=> d 15 scan 

L5 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN Octadecanamide, N- [ (IS, 2R, 3E) -1- [ [ [O-6-deoxy-a-L-galactopyranosyl- 
(l->4) -O- [(3-D-galactopyranosyl- (l->3) ] -0-2- ( acetylamino ) - 
2-deoxy-p-D-glucopyranosyl- ( l->3 ) -O-p-D-galactopyranosyl- 
( l->4 ) -p-D-glucopyranosyl ] oxy] methyl] -2-hydroxy-3-heptadecen-l- 
yl]- 

MF C68 H124 N2 027 



Absolute stereochemistry. 
Double bond geometry as shown. 



PAGE 1-A 
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**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1): 
Uploading 



'UPLOAD SSTN' IS NOT VALID HERE 



To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE" , "N", "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? ( 1 ) : C : \Program 
Files\STNEXP\Queries\10568111sialic3 . str 
YOU WISH TO SCAN? (1): 
' 0 SZ' @-#&l~" J*' IS NOT VALID HERE 



To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE", "N" , "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1): 
'0 SZ' @-#&l~" J*' IS NOT VALID HERE 

To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE", "N", "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) : 
'0 SZ' @-#&l~" J*' IS NOT VALID HERE 

To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE", "N", "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1): 
'0 SZ' @-#&l~" J*' IS NOT VALID HERE 



To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE", "N", "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 



Uploading C:\Program Files\STNEXP\Queries\10568111sialic3 . str 




chain nodes : 

7 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 28 34 35 
36 37 38 39 40 44 46 49 50 52 53 54 
ring nodes : 

1 2 3 4 5 6 8 29 30 31 32 33 
chain bonds : 

1-11 1-20 2-12 2-15 3-9 3-16 5-7 6-18 6-19 9-10 9-17 9-28 12-13 12-14 
21-22 21-23 21-25 22-24 29-46 34-35 35-36 35-37 35-39 37-38 37-40 44-49 
46-52 50-52 
53-54 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 8-33 8-29 29-30 30-31 31-32 32-33 
exact/norm bonds : 

1-2 1-6 1-11 2-3 2-12 3-4 4-5 5-6 8-33 8-29 9-10 9-28 12-13 21-25 

29- 30 

30- 31 31-32 32-33 34-35 35-36 37-38 44-49 50-52 
exact bonds : 

1-20 2-15 3-9 3-16 5-7 6-18 6-19 9-17 12-14 21-22 21-23 22-24 29-46 
35-37 35-39 37-40 46-52 53-54 



G1:H, [*1] 
G2:H, [*2] 



G3:0,CH2 



G4:H, [*3] 
Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS 8:CLASS 9:CLASS 10:CLASS 
11:CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19:CLASS 20:CLASS 

21:CLASS 22:CLASS 23:CLASS 24:CLASS 25:CLASS 28:CLASS 29:Atom 30:Atom 
31: Atom 32: Atom 

33:Atom 34:CLASS 35:CLASS 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 
42:CLASS 44:CLASS 

45:CLASS 46:CLASS 49:CLASS 50:CLASS 52:CLASS 53:CLASS 54:CLASS 



L6 STRUCTURE UPLOADED 

=> s 16 

SAMPLE SEARCH INITIATED 16:36:10 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 6179 TO ITERATE 

32.4% PROCESSED 2000 ITERATIONS 50 ANSWERS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 0 0.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 
BATCH **COMPLETE** 
PROJECTED ITERATIONS: 118867 TO 128293 

PROJECTED ANSWERS: 9592 TO 12404 

L7 50 SEA SSS SAM L6 

=> d 17 scan 

L7 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN Carbamic acid, N- [2- [ [O- [N-acetyl-9-deoxy-9- [ (3-methyl-l-oxobutyl) amino] - 
a-neuraminosyl ] - ( 2->6 ) -O-p-D-galactopyranosyl- 

(l->4) -2- (acetylamino) -2-deoxy-p-D-glucopyranosyl ] oxy] ethyl] -, 
phenylmethyl ester 
MF C40 H62 N4 021 

Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) 



L7 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN D-erythro-Pentitol, 2, 4, 5-trideoxy-l-0-a-D-galactopyranosyl-2- [ (1- 

oxohexacosyl ) amino] - 
MF C37 H73 N 08 

Absolute stereochemistry. 



Me 




OH 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



L7 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN Dodecanamide, N- [ ( IS ) -1- [ (a-D-galactopyranosyloxy) methyl ] -2- 

(hexadecylamino) -2-oxoethyl] - 
MF C37 H72 N2 08 

Absolute stereochemistry. 

O 

/(CH2)15 Ji s /\ 
Me ^N O 



Me 




OH 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 

Uploading C: \Program Files\STNEXP\Queries\10568111sialicnot2 . str 




chain nodes : 

2 3 4 5 6 13 14 15 16 17 18 19 22 24 25 26 28 29 30 

ring nodes : 

1 8 9 10 11 12 

chain bonds : 

2-3 2-4 2-6 3-5 8-24 13-14 14-15 14-16 14-18 16-17 16-19 22-25 24-28 
26-28 

ring bonds : 

1-12 1-8 8-9 9-10 10-11 11-12 
exact/norm bonds : 

1- 12 1-8 2-6 8-9 9-10 10-11 11-12 13-14 14-15 16-17 
exact bonds : 

2- 3 2-4 3-5 8-24 14-16 14-18 16-19 22-25 24-28 26-28 



G2:H,CH2 
Match level : 

1: CLASS 2:CLASS 3:CLASS 4:CLASS 5:CLASS 6:CLASS 8:Atom 9:Atom 10:Atom 
11 : Atom 

12:Atom 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 19:CLASS 
21:CLASS 22:CLASS 

23:CLASS 24:CLASS 25:CLASS 26:CLASS 28:CLASS 29:CLASS 30:CLASS 31:CLASS 
32:CLASS 



L8 STRUCTURE UPLOADED 



SAMPLE SEARCH INITIATED 16:37:38 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 1952 TO ITERATE 



100.0% PROCESSED 1952 ITERATIONS 

SEARCH TIME: 0 0.00.01 



FULL FILE PROJECTIONS: 



PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE **COMPLETE** 
BATCH **COMPLETE** 

36390 TO 41690 
8 TO 328 



8 SEA SSS SAM L8 



8 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
D-Galactose, O- (N-acetyl-a-neuraminosyl ) - (2->3 ) -O-p-D- 
galactopyranosyl- ( l->4 ) -O- [ 6-deoxy-a-L-galactopyranosyl- 
(l->3) ] -0-2- (acetylamino) -2-deoxy-(3-D-glucopyranosyl- 
( l->3 ) -O- [O- (N-acetyl-a-neuraminosyl ) - ( 2^3 ) -O-p-D- 
galactopyranosyl- ( l->4) -2- (acetylamino) -2-deoxy-p-D- 
glucopyranosyl- ( l->6 ) ] -O-p-D-galactopyranosyl- ( l->4 ) -0-2- 
( acetylamino ) -2-deoxy-p-D-glucopyr anosyl- ( l->6 ) -O- [ p-D- 
galactopyranosyl- ( l->3 ) ] -2- (acetylamino) -2-deoxy- ( 9CI ) 
C84 H138 N6 061 



Absolute stereochemistry. 




PAGE 1-B 

OH 
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OH OH 




PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 



=> log hold 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
5.28 



TOTAL 
SESSION 
5.50 



FULL ESTIMATED COST 



SESSION WILL BE HELD FOR 120 MINUTES 
STN INTERNATIONAL SESSION SUSPENDED AT 16:37:56 ON 08 JUN 2009 

Connecting via Winsock to STN 



Welcome to STN International! Enter x:X 

LOGINID:SSPTAEX01623 

PASSWORD: 

****** RECONNECTED TO STN INTERNATIONAL ****** 
SESSION RESUMED IN FILE 'REGISTRY' AT 16:39:11 ON 08 JUN 2009 
FILE 'REGISTRY' ENTERED AT 16:39:11 ON 08 JUN 2009 
COPYRIGHT (C) 2009 American Chemical Society (ACS) 

COST IN U.S. DOLLARS SINCE FILE TOTAL 



FULL ESTIMATED COST 



ENTRY 
5.76 



SESSION 
5.98 



Uploading C:\Program Files\STNEXP\Queries\10568111sialic4 . str 



> 



4-S 



chain nodes : 

7 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 28 34 35 
36 37 38 39 40 43 45 46 47 49 
ring nodes : 

1 2 3 4 5 6 8 29 30 31 32 33 
chain bonds : 

1-11 1-20 2-12 2-15 3-9 3-16 5-7 5-43 6-18 6-19 9-10 9-17 9-28 12-13 
12-14 21-22 21-23 21-25 22-24 29-45 34-35 35-36 35-37 35-39 37-38 37-40 
38-49 46-47 



-29 29-30 30-31 31-32 32-33 



ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 8-33 
exact/norm bonds : 

1-2 1-6 1-11 2-3 2-12 3-4 4-5 5-6 5-43 
29-30 30-31 31-32 32-33 34-35 35-36 37-38 
exact bonds : 

1-20 2-15 3-9 3-16 5-7 6-18 6-19 9-17 12-14 21-22 21-23 22-24 29-45 
35-37 35-39 37-40 46-47 



-33 8-29 9-10 9-28 12-13 21-25 
38-49 



G1:H, [*1] 
G2:H, [*2] 



Match level 



l:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS 8:CLASS 9:CLASS 10:CLASS 

11:CLASS 12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 

19:CLASS 20:CLASS 

21:CLASS 22:CLASS 23:CLASS 24:CLASS 25:CLASS 28:CLASS 29:Atom 30:Atom 

31: Atom 32: Atom 

33:Atom 34:CLASS 35:CLASS 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 

42:CLASS 43:CLASS 

44:CLASS 45:CLASS 46:CLASS 47:CLASS 49:CLASS 



L10 STRUCTURE UPLOADED 

=> s 110 

SAMPLE SEARCH INITIATED 16:39:31 FILE 'REGISTRY- 
SAMPLE SCREEN SEARCH COMPLETED - 2 0 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 0 0.00.01 



20 ITERATIONS 



FULL FILE PROJECTIONS: 



PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE **COMPLETE** 
BATCH **COMPLETE** 

132 TO 668 
0 TO 0 



0 SEA SSS SAM L10 



=> s 110 sss full 

FULL SEARCH INITIATED 16:40:14 

FULL SCREEN SEARCH COMPLETED - 



FILE 'REGISTRY' 

321 TO ITERATE 



100.0% PROCESSED 321 ITERATIONS 

SEARCH TIME: 0 0.00.01 



L12 



0 SEA SSS FUL L10 



=> file stnguisde 

' STNGUISDE ' IS NOT A VALID FILE NAME 
SESSION CONTINUES IN FILE 'REGISTRY' 

Enter "HELP FILE NAMES" at an arrow prompt (=>) for a list of files 
that are available. If you have requested multiple files, you can 
specify a corrected file name or you can enter "IGNORE" to continue 
accessing the remaining file names entered. 

=> file stnguide 
COST IN U.S. DOLLARS 



FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
192.12 



TOTAL 
SESSION 
192.34 



FILE 'STNGUIDE' ENTERED AT 16:40:25 ON 08 JUN 2009 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2 0 09 AMERICAN CHEMICAL SOCIETY (ACS) 



FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Jun 5, 2009 (20090605/UP) . 



=> file hcaplus 
COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 



FULL ESTIMATED COST 



TOTAL 
SESSION 
192.62 



FILE 'HCAPLUS' ENTERED AT 16:42:44 ON 08 JUN 2009 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2 0 09 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 8 Jun 2009 VOL 150 ISS 24 

FILE LAST UPDATED: 7 Jun 2009 (20090607/ED) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Feb 2009 

USPTO MANUAL OF CLASSIFICATIONS THESAURUS ISSUE DATE: Feb 2009 



HCAplus now includes complete International Patent Classification (IPC) 
reclassification data for the third quarter of 2008. 

CAS Information Use Policies apply and are available at: 
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ANSWER 2 OF 2 HCAPLUS COPYRIGHT 2009 ACS on STN 

Preparation of amino acid-containing poly-sialic acid derivatives used for 
drug delivery systems and their binding to proteins 

A poly-sialic acid compound is reacted with a hetero-bif unctional reagent to 
introduce a pendant functional group for site-specific 

conjugation to sulfhydryl groups, for instance side chains of cysteine 

units in drugs, drug delivery systems, proteins or 

peptides. The functional group is, for instance, an N-maleimide 

group. Thus, colominic acid derivs. were prepared and used for 

drug delivery systems and their binding to proteins. 
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end it may be passivated, for instance by converting into 

hydroxyl-substituted moiety. The derivs. may be reacted with substrates, 
for instance containing amine or hydrazine groups, to form non-cross-linked 
polysialylated compds . The substrates may, for instance, be 
therapeutically useful drugs peptides or proteins or drug 
delivery systems. Insulin and polysialylated insulin were tested 
for their ability to reduce blood glucose level in normal female T/O 
outbred mice (22-24 g body weight) . 
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Sialic acid derivatives 

An amine or hydrazide derivative of a sialic acid unit, e.g. in a 
polysaccharide, is reacted with a bifunctional reagent at least one of the 
functionalities of which is an ester of N-hydroxy succinimide, to form an 
amide or hydrazide product. The product has a useful functionality, which 
allows it to be conjugated, for instance to proteins, drugs, drug 
delivery systems or the like. The process is of particular 
utility for derivatizing amine groups introduced in sialic acid terminal 
groups of polysialic acids. 
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TI Preparation of amino acid-containing poly-sialic acid derivatives used for 

drug delivery systems and their binding to proteins 
AB A poly-sialic acid compound is reacted with a hetero-bif unctional reagent to 

introduce a pendant functional group for site-specific 

conjugation to sulfhydryl groups, for instance side chains of 

cysteine units in drugs, drug delivery systems, 

proteins or peptides. The functional group is, for instance, an N- 

maleimide group. Thus, colominic acid derivs. were 

prepared and used for drug delivery systems and their 

binding to proteins. 
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TI Sialic acid derivatives for protein derivatization and 
conjugation 

AB Derivs. are synthesized of starting materials, usually polysaccharides, 
having sialic acid at the reducing terminal end, in which the reducing 
terminal unit is transformed into an aldehyde group. Where the 
polysaccharide has a sialic acid unit at the non-reducing end it may be 
passivated, for instance by converting into hydroxyl-substituted moiety. 
The derivs. may be reacted with substrates, for instance containing amine or 
hydrazine groups, to form non-cross-linked polysialylated compds . The 



substrates may, for instance, be therapeutically useful drugs peptides or 
proteins or drug delivery systems. Insulin and 

polysialylated insulin were tested for their ability to reduce blood 
glucose level in normal female T/0 outbred mice (22-24 g body weight) . 
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TI Polysialylated insulin: synthesis, characterization and biological 

activity in vivo 
AB Polysialic acids (PSA) (colominic acid; CA) of 22 and 

39 kDa average mol. weight were oxidized with sodium periodate at carbon 7 of 

the 

nonreducing end to form an aldehyde group. The oxidized CAs (96-99% 
oxidation) were then reacted with the amino groups of recombinant human 
insulin at various CA/insulin molar ratios (25:1 to 150:1 range) for up to 
48 h in the presence of sodium cyanoborohydr ide (reductive amination) . 
Polysialylated insulin conjugates were precipitated (together with intact 
nonreacted insulin, if any) at time intervals from the reaction mixts. 
with ammonium sulfate, further purified by size exclusion chromatog. 
and/or ion exchange chromatog. (IEC), and the final conjugates assayed for 
PSA and protein. Results showed an initial rapid 
conjugation rate peaking at about 12 h, to form a plateau over a 
period of 12-48 h. Moreover, the extent of polysialylation (CA/insulin 
molar ratios in the conjugate) was dependent on the PSA used, 
the initial CA/insulin molar ratios in the reaction mixture and the time of 
the coupling reaction. Thus at 48 h of incubation, CA/insulin molar 
ratios in the conjugates were 1.60-1.74 for the 22-kDa CA and 2.37-2.45 
for the 39-kDa CA. SDS-PAGE of intact insulin and insulin reacted with 
non-oxidized CA for 48 h revealed well-resolved single bands which 
migrated similar distances in the gel. On the other hand, polysialylated 
(22-kDa CA) insulin yielded multiple diffused bands suggesting 
heterogenicity as a result of differential polysialylation. The 
Pharmacol, activity of polysialylated insulin was compared with that of 
intact insulin in normal female outbred T/O mice. After s.c. injection of 
intact insulin (0.3 units per mouse), blood glucose levels were reduced to 
nadir values at 1 h to return to normal at 3 h. In contrast, blood 
glucose levels in animals injected with polysialylated insulin (0.3 units 
or protein equivalence for polysialylated insulin) , having 
attained nadir values also at 1 h, returned to normal levels after 6 h (39 
kDa) and 9 h (22 kDa CA-insulin) . It is concluded that polysialylation 
offers a promising strategy for the enhancement of the therapeutic value 
of insulin and other pharmacol. active peptides. 
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TI Serological and conformational properties of E. coli K92 capsular 
polysaccharide and its N-propionylated derivative both 

illustrate that induced antibody does not recognize extended epitopes of 
polysialic acid: implications for a comprehensive 
conjugate vaccine against groups B and C N. meningitidis 
AB The capsular polysaccharide of E. coli K92 (K92P) contains elements in 



common with the capsular polysaccharides of both groups B and C N. 
meningitidis, and may therefore form the basis of a bivalent vaccine. To 
augment the cross-protective immune response to group B meningococci, the 
N-acetyl groups of the K92P were replaced by N-propionyl groups (NPrK92P) 
and conjugated to protein. This strategy had previously been 
applied with success to the poorly immunogenic capsular polysaccharide of 
group B meningococcus (GBMP) , and the bactericidal epitope was exclusively 
mimicked by extended helical segments of the NPrGBMP . The NPrK92P- 
conjugate, in relation to a K92P-con jugate, failed to 

enhance the response to GBMP but did generate a measurable response to 
NPrGBMP, but only at the expense of a greatly reduced GCMP response. 
Despite the presence of an immune response to NPrGBMP, the anti-NPrK92 
serum was not bactericidal. Competitive inhibition studies with NPrGBMP 
oligosaccharides suggested the NPrK92 antibodies could not cross-react 
with the protective epitope on group B meningococci, as defined by 
extended helical segments of the NPrGBMP, but only recognized short 
non-bactericidal NPrGBMP epitopes. This hypothesis was supported from the 
conformational and mol. dynamics studies of the K92P, which demonstrated a 
lack of extended conformations that resemble the GBMP extended epitope. 
Indeed, the conformational properties of the K92P more closely resembled 
those of the GCMP, thereby explaining the observed moderate cross-protection 
of the K92P antiserum towards group C meningococci. Thus, K92P, 
regardless of N-propionyl modification, will not serve as an effective 
single vaccine component against both groups B and C meningococci. 
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TI Derivatization of proteins for prolonged circulation and enhanced storage 
stability 

AB Proteins are derivatized by reaction of pendant 

groups, usually groups which are side chains in non-terminal amino acyl 
units of the protein, in aqueous reactions in the presence of a 
denaturant . The denaturant is preferably an amphiphilic compound, most 
preferably an anionic amphiphilic compound such as a long chain alkyl 
sulfate mono ester, preferably an alkaline metal salt, for instance sodium 
dodecyl sulfate. The degree of derivatization is increased, while the 
protein retains activity, such as enzyme activity. The increase 
in the degree of derivatization enhances the increase in circulation time 
in vivo and stability on storage in vitro. Preferably the derivatizing 
reagent is an aldehyde compound which reacts with primary amine groups, 
generally the epsilon-amino group of lysyl units. Derivatization is 
conducted under reducing conditions to generate a secondary amine derivative 
For example, IgG was subjected to derivatization with polysialic 
acid (oxidized colominic acid) or monomethoxy poly ( ethylene 



glycol) succinimidyl succinate in the absence and presence of 10-3M sodium 
dodecyl sulfate (SDS) . The presence of SDS increased the level of 
derivatization for a PEG reagent as well as for a polysialic 
acid reagent. The PEG reagent gave a higher degree of substitution than 
the colominic acid reagent. 
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TI Bactericidal monoclonal antibodies that define unique meningococcal B 
polysaccharide epitopes that do not cross-react with human 
polysialic acid 

AB The poor immunogenicity of the Neisseria meningitidis group B 
polysaccharide capsule, a homopolymer of a(2->8) sialic acid, 
has been attributed to immunol. tolerance induced by prenatal exposure to 
host polysialyated glycoproteins. Substitution of N-propionyl (N-Pr) for 
N-acetyl groups on the meningococcal B polysaccharide, and 
conjugation of the resulting polysaccharide to a protein 
carrier, have been reported to yield a conjugate vaccine that 
elicits protective Abs with minimal autoantibody activity. To 
characterize the protective epitopes on the derivatized 

polysaccharide, we isolated 30 anti-N-Pr meningococcal B polysaccharide 
mAbs . These Abs were heterogeneous with respect to complement-mediated 
bactericidal activity, fine antigenic specificity, and autoantibody 
activity as defined by binding to the neuroblastoma cell line, CHP-134, 



which expresses long-chain a ( 2->8 ) -linked polysialic 

acid. Eighteen of the Abs could activate complement-mediated 

bacteriolysis. Seven of these 18 Abs cross-reacted with N-acetyl 

meningococcal B polysaccharide by ELISA and had strong autoantibody 

activity. Thus, N-Pr meningococcal B polysaccharide conjugate 

vaccine has the potential to elicit autoantibodies. However, 7 of the 18 

bactericidal mAbs had no detectable autoantibody activity. These Abs may 

be useful for the identification of mol. mimetics capable of eliciting 

protective Abs specific to the bacteria, without the risk of evoking 

autoimmune disease. 
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TI Michael addition of poly-L-lysine to N-acryloylated sialosides. Syntheses 
of influenza A virus haemagglutinin inhibitor and Group B meningococcal 
polysaccharide vaccines 

GI 




AB N-acryloylated sialoside derivs., e.g. I, are directly conjugated to 
poly-L-lysine and protein carriers by the 1 , 4-con jugate 
addns. of their Ne-lysine residues to provide new glycocon jugates 
with potential therapeutic utilities. 
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L5 ANSWER 1 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 
TI Amphiphilic starch and hydroxyethyl starch conjugates 

AB The title conjugates, useful for preparation of parenterally administered 
colloidal drug delivery systems, comprise lipophilic anchor groups 
selectively bound on the reducing end of 
polysaccharide chain. The reducing end group 

is activated by oxidation to lactone group and the lipophilic mol. is coupled 

via NH2 group to the polysaccharide, e.g., by means of amidation 

or reductive amination. Thus, oxidation of hydroxyethyl starch (HES) (mol. 

weight 45,000 D) with 0.1 N iodine solution in H20, in the presence of NaOH, 

gave a HES lactone which was dissolved in H20 and stirred overnight with 

H2NCH2CH2NH2 -HC1 and l-ethyl-3- ( 3-dimethylamino ) propyl carbodiimide 

at pH 4.8. Stirring of the latter with cholesteryl chlorof ormate for 24 h 

in DMSO gave cholesteryl HES derivative which was dissolved in H20 and 

emulsified with parenteral fat emulsion (Lipovenoes 10%) by use of 

ultrasound to give storage-stable HES-coated parenteral emulsion. 
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TI Synthesis of water-soluble antibiotic-polysacchar ide conjugates 

for use with reduced toxicity 
AB The invention relates to novel pharmaceutical forms for amphotericin B, 

daunorubicin and doxorubicin, in which the known side effects (nephro- or 
cardiotoxicity) are reduced. The novel pharmaceutical forms are 
antibiotic-starch conjugates, wherein the antibiotic is combined with the 
polysaccharide at the reducing end thereof by 

means of a peptide bond formed between the reducing sugar and the 
antibiotic carbohydrate amine group. Thus, hydroxyethyl starch was 
oxidized using 12, and the oxidized starch coupled with amphotericin B to 
form a water-soluble derivative In vitro tests showed that the conjugate 
was hydrolyzed by a suspension of erythrocytes to provide free 
amphotericin B. 
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L5 ANSWER 4 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Towards a synthetic glycocon jugate vaccine against Neisseria meningitidis 

A 

AB Albumin conjugates of synthetic fragments of the capsular 

polysaccharide of the Gram-neg. bacterium Neisseria meningitidis 
serogroup A were prepared The fragments include monosaccharides 
a-D-ManpNAc- (l->0) - (CH2) 2NH2 and 

6-0-P(0) (O- ) 2-a-D-ManpNAc- ( l->0) - (CH2 ) 2NH2 , disaccharide 
a-D-ManpNAc- [ l->0-P ( O ) ( O- ) ->6 ] -a-D-ManpNAc- 
( l->0) - (CH2 ) 2NH2 , and trisaccharide 
a-D-ManpNAc- [ l->0-P ( O ) ( O- ) ->6 ] -a-D-ManpNAc- 
[ l->0-P (O) (0-) ->6 ] -a-D-ManpNAc- ( l->0) - (CH2 ) 2NH2 . 

Two monosaccharide blocks were employed as key intermediates. The 
reducing-end mannose unit featured the NHAc group at 

C-2, and contained the aminoethyl spacer as the aglycon for the final 
biocon jugation . The inter-residual phosphodiester linkages were fashioned 
from an anomerically positioned H-phosphonate group in a 2-azido-mannose 
building block. The spacer-linked saccharides were N-acylated with 
hepta-4, 6-dienoic acid and the resulting conjugated diene-equipped 
saccharides were subjected to Diels - Alder-type addition with 
maleimidobutyryl-group f unctionalized human serum albumin to form covalent 



conjugates containing up to 26 saccharide haptens per albumin mol. Complete 
1H, 13C, and 31P NMR assignments are given. Antigenicity of the 
neoglycocon jugates was demonstrated by a double immunodiffusion assay 
which indicated that a fragment as small as a monosaccharide is recognized 
by a polyclonal meningococcus group A antiserum and that the O-acetyl 
group (s) present in the natural capsular material is not essential for 
antigenicity . 
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L5 ANSWER 10 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Oligosaccharide-based bifunctional molecules for binding and 
regulating selectins and methods for their screening 

AB The present invention provides novel bifunctional compds . for regulation 
of cellular adhesion and proliferation. The bifunctional compds. include 
a cell-adhesion oligosaccharide attached to a linker 
group by the reducing end of the cell-adhesion 
oligosaccharide or by a primary hydroxyl group and said 
linker group also attached to a nucleoside cyclic-3'-5' 
monophosphate or analog through a heterocyclic base. Specific 
oligosaccharide and nucleoside cyclic-3'-5' monophosphate and 
linkers are presented. The bifunctional compound can also be used to 
regulate cell proliferation by contacting a therapeutically effective amount 
of the bifunctional compound with a selectin. A method for screening 
compds. or other adhesion mols. with agonistic or antagonistic activity to 
cell proliferation comprises contacting the test compound with a selectin in 
a cell culture and measuring the growth of the cells in the cell culture, 
wherein a compound with agonistic activity will show increased cell growth 
or adhesion, and a compound with antagonistic activity will show decreased 
cell growth or adhesion over normal one. 
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L5 ANSWER 11 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI New Applications of the n-Pentenyl Glycoside Method in the Synthesis and 

Immunocon jugation of Fucosyl GM1 : A Highly Tumor-Specific Antigen 

Associated with Small Cell Lung Carcinoma 
AB The synthesis of fucosyl GM1 pentenyl glycoside lb, and its conjugation to 

carrier protein KLH to give lc is related. Biocon jugation of lb was 

realized using the pendant olefin contained in the 

reducing end n-pentenyl glycoside (NPG) . The key step 

of the endeavor is a stereospecif ic [3+3] coupling reaction using our 
sulfonamido glycosidation protocol. Pre-installation of the NPG was 
required for an optimal [3+3] coupling yield and to allow for smooth 
global deprotection . The synthesis and subsequent immuno-characterization 
served to confirm the assigned structure of the natural tumor antigen. 
Fully synthetic conjugate lc advances our program toward the 

goal of using a synthetic vaccine containing fucosyl GM1 as a potential target 

for immune attack against small cell lung carcinoma. 
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L5 ANSWER 12 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Protein conjugates of synthetic saccharides elicit higher levels of serum 
IgG lipopolysaccharide antibodies in mice than do those of the O-specific 
polysaccharide from Shigella dysenteriae type 1 

AB Our development of vaccines to prevent shigellosis is based on the 

hypothesis that a critical (protective) level of serum IgG to the O-specific 
polysaccharide (O-SP) domain of Shigella lipopolysaccharide (LPS) 
confers immunity. The O-SP is a hapten and must be conjugated to a 
protein to induce serum antibodies. The O-SP of Shigella dysenteriae type 
1 («27 tetrasaccharide repeat units), prepared by acid hydrolysis of 
the LPS, was bound to human serum albumin (HSA) by multiple point 
attachment (O-SP-HSA) : The molar ratio of HSA to O-SP was 1.0. 
Synthetic saccharides, composed of one or multiples of the O-SP 
tetrasaccharide, equipped with a spacer at their reducing 
end, were bound to HSA by a single point attachment: The 

average molar ratios of the saccharides to HSA ranged from 4 to 24. Serum IgG 



anti-LPS, elicited in mice by O-SP-HSA or synthetic tetra-, octa-, 
dodeca-, and hexadecasaccharide fragments, was measured by ELISA. Outbred 
6-wk-old female mice were injected s.c. three times at biweekly intervals 
with 2.5 |ug of saccharide as a conjugate and were bled 7 days 
after the second and third injections. Excepting the tetramer, conjugates 
of the octamer, dodecamer and hexadecamer elicited IgG LPS antibodies 
after the second injection, a statistically significant rise (booster) 
after the third injection, and higher levels than those vaccinated with 
O-SP-HSA (P = 0.0001). The highest geometric mean levels of IgG anti-LPS 
were elicited by the hexadecamer with 9 chains or 9 mol of saccharide/HSA 
(15.5 ELISA units) followed by the octamer with 20 chains (11.1 ELISA 
units) and the dodecamer with 10 chains (9.52 ELISA units). Clin, 
evaluation of these synthetic saccharides bound to a medically useful 
carrier is planned. 
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L5 ANSWER 14 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 
TI Preparation of neoglycoproteins as drugs 

AB Polyamide conjugates (structures specified) comprising either (a) a 

xenoantigenic group or (b) a biol. active group and a macromol., macro- or 
microscopic entity bound to a polyamide backbone, processes for their 
preparation and their use in therapeutic compns., specifically for removing 
xenoantigenic antibodies from a xenograft recipient are claimed. The 
xenoantigenic group may be derived from an oligosaccharide, 
e.g., di-, tri- and pentasaccharide terminating with an a-linked 
D-galactopyranose or N-glycoyl neuraminic acid at its reducing 
end. For example, a single dose (1 mg/kg) of a conjugate 

prepared by binding (3-benzoyloxycarbonylamino)propyl-6-0-benzyl-2-deoxy-2- 
tetrachlorophthalimido-p-D-glucopyranoside (4-step preparation given) to 
N- ( chloroacetyl ) poly-L- lysine (mol. weight 150,000-300,000) [preparation by 
N-acylation of the parent poly-L-lysine-HBr with (C1CH20)20 given] 
provoked IgG decrease in antibody titer in cynomolgus monkeys from 1.6 
(the starting titer) to 0 after 1 h and recovered to 0.31 after 72 h. 
After the 2nd dose the titer dropped to 0 after 1 h and recovered to 0.21 
after 168 h, and after the 3d dose the titer was 0.18 after 264 h and 0.73 
after 672 h. 
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L5 ANSWER 15 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Plant protein improvements by Maillard-type-protein-polysacchar ide 

conjugation and reconstitution of peptides with microbial transglutaminase 

AB The functional properties of soy protein and wheat gluten were greatly 
improved by covalent attachment with polysaccharide 

through a spontaneous Maillard reaction between . vepsiln . -amino groups in 
protein and a reducing-end carbonyl group in 

polysaccharide. They were also improved by the reconstitution of 
peptide fragments with microbial transglutaminase. These processes were 
effective as well in reducing the bitterness and allergenic structure of 
plant protein peptides. 
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L5 ANSWER 17 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 
TI Antigenic group B Streptococcus type II and type III 

polysaccharide fragments having a 2 , 5-anhydro-D-mannose terminal 

structure and conjugate vaccine thereof 
AB The process for depolymg. Group B types II and III Streptococcus is 

disclosed which results in polysaccharide fragments having a 

reducing end suitable for conjugating to protein. 

Conjugate mols., vaccines and their use to immunize mammals 

including humans are disclosed. 
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L5 ANSWER 23 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 
TI Lysine-glycosylated recombinant interleukin-2 

AB The title protein, the carbohydrate moiety of which is added by chemical 
means, is claimed. The carbohydrate moiety may be a mono- or 
oligosaccharide. The glycosylation method comprises 
attachment of an co-methoxycarbonylalkanol to the 
reducing end of the sugar followed by reaction with 

hydrazine. The sugar acyl hydrazide so produced can be coupled to the 
protein in aqueous solution in the presence of dioxane, NaN02 or t-Bu nitrite 

and 

HC1, or in DMF . Many glycosylated IL-2 proteins were prepared in 
this fashion. These derivs. were more soluble in water than the 
nonglycosylated IL-2 and they retained their biol. activity. Several 
glycosylated IL-2 proteins lost most of their T 

lymphocyte-activating ability while retaining most or all of their ability 
to enhance natural killer cell and lymphokine-activated killer cell 
activity. 
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L5 ANSWER 26 OF 43 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Improvement of emulsifying properties of egg white proteins by the 
attachment of polysaccharide through Maillard reaction 
in a dry state 

AB Dried egg white (DEW) was covalently attached to polysaccharide 
(galactomannan) in a controlled dry state (60°, 79% relative 
humidity) through the Maillard reaction between the e-amino groups 
in the protein and the reducing-end carbonyl residue 
in the polysaccharide. The resulting protein- 
polysaccharide conjugate had excellent emulsifying 

properties superior to those of com. emulsifiers, especially at acidic pH and 

high salt concentration The safety of the conjugate was confirmed by 

using mammalian cells. The growth-promoting activity of the 

DEW-galactomannan conjugate on CV-1 cells was the same as that 

of untreated egg white (Zou, C. et al . , 1991). Thus, DEW- 

polysaccharide conjugates may be useful as novel macromol. food 

ingredients . 
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TI An oligosaccharide-tetanus toxoid conjugate vaccine 
against type III group B Streptococcus 

AB An oligosaccharide-tetanus toxoid conjugate vaccine 

was developed against type III group B Streptococcus. Purified group B 

streptococcal type III capsular polysaccharide was depolymd. by 

enzymic digestion using endo-p-galactosidase produced by Citrobacter 

freundii. Following enzymic digestion, oligosaccharides were fractionated 

by gel filtration chromatog. on Sephadex G-75. An oligosaccharide 

pool of average mol. weight 14,500 (corresponding to 13.6 repeating units of 

the 

type III polysaccharide) was used for conjugation to tetanus 

toxoid. Tetanus toxoid was covalently coupled via a synthetic spacer mol. 

to the reducing end of the oligosaccharide 

by reductive amination. The oligosaccharide-tetanus toxoid 

conjugate elicited type Ill-specific anticapsular antibodies 

(measured in ELISA) in 3 out of 3 rabbits whereas the unconjugated native 

type III polysaccharide was nonimmunogenic . Antiserum from 

rabbits vaccinated with the oligosacchar ide-protein 

conjugate protected mice against lethal challenge with live group 

B streptococci (16 out of 16 mice survived) and opsonized group B 

streptococci for phagocytosis in vitro. No protection was conferred by 

preimmune serum nor by serum from rabbits vaccinated with unconjugated 

native type III polysaccharide. An oligosaccharide 

-protein conjugate vaccine of this design may prove to be an 

effective immunogen for protection against group B streptococcal infection 

in humans. In addition, the approach to vaccine design utilized in these 

studies will facilitate further definition of the structural parameters 

that determine immune response to glycocon jugate vaccines. 
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TI Coupling of acid labile Salmonella specific oligosaccharides to 

macromolecular carriers 
AB A coupling method for covalent attachment of acid labile 

oligosaccharides isolated from S. typhimurium O-polysacchar ide 

to macromol. carriers is described. Arylamine groups were introduced into 

the terminal reducing end of oligosaccharides by 

reacting them with 2- ( 4-aminophenyl ) -ethylamine . After subsequent 
conversion to the corresponding saccharide-phenylisothiocyanato derivs., 
saccharides were covalently linked to free e-lysylamine groups of 
different carrier proteins. The resulting conjugates were highly 



immunogenic and elicited in rabbits both anti-haptenic and anti-carrier 
protein specific antibodies. This coupling procedure can be used with 
oligosaccharides containing highly acid or alkali labile structures and (or) 
glycosidic linkages, it produces conjugates with high degrees of 
substitution at low saccharide/protein molar input ratios, it does not 
grossly affect the immunogenic specificities of the carrier protein, and 
it is suitable for preparation of highly substituted affinity columns, e.g., 
coupling to a polyacrylamide matrix. 
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TI Use of 1- ( 7-aminophenyl ) f lavazoles for the preparation of immunogens with 
oligosaccharide determinant groups 

AB Immunogens with oligosaccharide determinant groups, prepared by 

conversion of the sugar into its 1- (m-aminophenyl ) f lavazole and subsequent 
azo-coupling to protein, were elaborated with various oligosaccharides of 
the isomaltose-, maltose-, and cellobiose- series. Unsubstituted hydroxyl 
groups on positions 2 and 3 adjacent to the reducing end 

of the sugar were required, and the method appeared especially suited for 
oligosaccharides having a polymerization degree between 3 and 8. The procedure 
did not necessitate protection of the sugar hydroxyl groups. 
Oligosaccharide-f lavazole-azo-edestin conjugates were tested for 
immunogenicity in rabbits and specific anti-oligosacchar ide 
antibodies were formed in all cases. High titers of dextran-specif ic 
antibodies were obtained upon immunization with an 
isomaltoheptaose-f lavazole-azo-edestin conjugate. Further 
applications of the method were discussed. 
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TI Synthesis and immunological properties of a tetrasacchar ide portion of the 
B side chain of rhamnogalacturonan II (RG-II) 

AB A highly convergent strategy was used for the synthesis of a 
tetrasaccharide [ 3-aminopropyl p-L-arabinof uranosyl- ( l->3 ) - 
cc-L- rhamnopyranosyl- ( l->2 ) - [a-L-rhamnopyranosyl- 
(l->3)]- a-L-arabinopyranoside] portion of the B side chain of 
the plant cell-wall pectic polysaccharide rhamnogalacturonan II 
(RG-II). The terminal nonreducing p-L-arabinof uranosyl residue of 
the target compound was installed by using an arabinof uranosyl donor that 
was protected with a 3 , 5-0- (di-tert-butylsilane) group to facilitate 
nucleophilic attack from the p-face. The synthetic strategy also 
employed a chemoselective glycosylation of a 

trichloroacetimidate donor with a thioglycosyl acceptor; this gave a 
product that could be used immediately in a subsequent 
glycosylation. The reducing end of the 

tetrasaccharide contained an aminopropyl group to facilitate conjugation 
to keyhole limpet hemocyanin (KLH) and bovine serum albumin (BSA) . Mice 
that were immunized with a KLH-tetrasacchar ide conjugate produced 
antibodies that recognized RG-II isolated from Arabidopsis thaliana cell 
walls, but did not recognize RG-II obtained from red wine. Our data 
suggest that the arabinopyranosyl residue exists in the 4C1 conformation 
in the tetrasaccharide and in A. thaliana RG-II, whereas it has the 1C4 
conformation in wine RG-II. It is proposed that differences in the 
conformation of side chain B might account for the ability of antibodies 
to discriminate between RG-II that was isolated from Arabidopsis and wine. 
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